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12b. DISTRIBUTION COoT
The funds provided by this grant (DAAH04-93-G-0459) were used to purchase four IBM workstations and related equipment. This equipment augmented a system of workstations that serves a research group of graduate students and postdoctoral fellows The focus of the research is on developing methods and carrying out chemical dynamics simulations of fundamental processes to obtain a better understanding of the chemical behavior of energetic materials. In an earlier study [Sewell and 6445 (1994) ]. In all of these studies, we investigated the effects of heavy atom motions and vibrational mode selectivity on tunneling.
19951101
We have continued our studies of IVR since an understanding of the reaction dynamics of polyatomic systems require an understanding of how energy flows among the various vibrational modes and into the reaction coordinate mode. We completed two studies of IVR in this report period, which have been published. In one of these, we reported a method for computing classical intramolecular mode-to-mode energy transfer rates that uses Fourier transforms of trajectory results [J. Phys. Chem. 98, 6817 (19940] .
We have also done extensive calculations to investigate the effects of passages over transition states on IVR in molecules [Chem. Phys. Letters 218, 166 (1994) ]. Specifically, we examined line broadening and shifting due to repeated crossings of a transition state.
